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The title compound, Ci2H 10 N 2 O2, was obtained unintention- 
ally during the synthesis of 2-amino-5-(4-methoxyphenyl)- 
furan-3-carbonitrile. In the crystal, weak intermolecular C— 
H- ■ N and C— H- ■ <ji interactions link the molecules into 
columns propagating in [010]. 

Related literature 

For the crystal structures of related compounds with a malo- 
nonitrile fragment, see: Luo & Zhou (2006); Ohashi et al. 
(2008); Oliva et al. (2010). 



H 3 CO 



Experimental 

Crystal data 
C 12 H 10 N 2 O 2 




Monoclinic, Pl^/n 
a = 11.9010 (13) A 
b = 6.4898 (7) A 
c = 14.4248 (16) A 
P = 100.141 (2)° 
V = 1096.7 (2) A 3 

Data collection 

Bruker SMART CCD area-detector 

diffractometer 
11044 measured reflections 

Refinement 

R[F 2 > 2a(F 2 )] = 0.052 

wR(F 2 ) = 0.137 

S = 1.07 

2148 reflections 



Table 1 

Hydrogen-bond geometry (A, °). 
Cg is the centroid of the C1-C6 ring 



Mo Ka radiation 
/i = 0.09 mm~' 
T = 298 K 

0.16 x 0.12 x 0.10 mm 



2148 independent reflections 
1693 reflections with / > 2cr(/) 
R int = 0.123 



146 parameters 

H-atom parameters constrained 
A/w = 0.18 e A~ 3 
Ap mi „ = -0.21 e A~ 3 



D-H-A 




D-H 


H- ■ -A 


D- ■ -A 


D-H-A 


C9-H9B- ■ 


■Nl' 


0.97 


2.55 


3.380 (2) 


143 


C10-H10- 


■ -eg" 


0.98 


2.56 


3.411 (1) 


145 



Symmetry codes: (i) .v. y + 1, z\ (ii) —x -{- 1, y — \, — z + 1. 

Data collection: SMART (Bruker, 1997); cell refinement: SAINT 
(Bruker, 1997); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 

The authors are grateful to the Central China Normal 
University for financial support and thank Dr Xiang-Gao 
Meng for the X-ray data collection. 

Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: CV5094). 
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2- [2-(4-Methoxyphenyl)-2-oxoethyl] malononitrile 
M. Lian, T. Chen and Y. Zhu 

Comment 

The title compound (I) has been unintentionally obtained in the process of synthesis of 2-amino-5-(4-methoxyphenyl)furan- 

3- carbonitrile. 

In (I) (Fig. 1), all bond lengths and angles are normal and comparable with those observed in related compounds (Luo 
& Zhou, 2006; Ohashi et ah, 2008; Oliva et at, 2010). In the crystal structure, weak intermolecular C — H - N and C — H---71 
interactions (Table 1) link the molecules into columns propagated in [010]. 



To a solution of K2CO3 (2.0 equiv) in MeOH,3-iodo-l-(4-methoxyphenyl)propan-l-one (1.0 equiv) and malononitrile (2.0 
equiv) were separately added. The resulting mixture was then heated at reflux for several hours (TLC monitoring). After that, 
the solvent was removed under reduce pressure, and added 50 mL water to the residue, then extracted with EtOAc 3 times. 
The organic phase was washed with saturated saline solution. Then the organic phase was dried by anhydrous Na2S04, and 
removed the EtOAc under reduce pressure. The final residue was purified by column chromatography on silica gel to afford 
the expected target compound as a white solid. 



All H atoms were positioned in geometrically idealized positions and constrained to ride on their parent atoms, with C — H 
distances in the range 0.93-0.97 A and C/i S0 (H) = 1.2-1.5E/ eq (C). 



Experimental 



Refinement 



Figures 




Fig. 1 . A view of (I), showing the atom-labelling scheme, with displacement ellipsoids drawn 
at the 50% probability level. 



2-[2-(4-Methoxyphenyl)-2-oxoethyl]malononitrile 



Crystal data 



Ci 2 H 10 N 2 O2 



F(000) = 448 

D x = 1.297 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 2694 reflections 



M,- = 214.22 



Monoclinic, P2\ln 
a = 11.9010(13) A 
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b = 6.4898 (7) A 9 = 2.9-26.8° 

c= 14.4248 (16) A n = 0.09 mm" 1 

(3=100.141(2)° T=298K 

V= 1096.7 (2) A 3 Block, colourless 

Z=4 0.16x0.12x0.10 mm 



Data collection 



Bruker SMART CCD area-detector 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

phi and co scans 

11044 measured reflections 

2148 independent reflections 



1693 reflections with I > 20(7) 
R mt = 0.123 

9max = 26.0°, 9 m j n = 2.4° 

A = -14-»14 
£ = -7^7 
/ = -17->17 



Refinement 



Refinement on T 7 
Least-squares matrix: full 
i?[F 2 > 2a(F 2 )] = 0.052 
wR(F 2 ) = 0.137 
5= 1.07 

2148 reflections 
146 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
w = V[o 2 (F 0 2 ) + (0.0648P) 2 + 0.034P] 
where P = (F 0 2 + 2F 2 )/3 
(A/o) max < 0.001 

Apmax = 0.18eA~ 3 

Ap min = -0.21 eA~ 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F 2 , convention- 
al i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > ciF 2 ) is used only for calculating R- 
factors(gt) etc. and is not relevant to the choice of reflections for refinement. i?-factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 

x y z U iso */U eq 

CI -0.03121 (14) 0.6967 (3) 0.89840 (11) 0.0469 (4) 

C2 -0.05989 (14) 0.5030 (3) 0.86164 (11) 0.0480(4) 

H2 -0.1361 0.4645 0.8453 0.058* 
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Atomic displacement parameters (A 2 ) 
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Geometric parameters (A, °) 

CI— Ol 1.3585 (19) 

CI— C2 1.383 (2) 

CI— C6 1.387 (2) 
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Hydrogen-bond geometry (A, °) 

Cg is the centroid of the C1-C6 ring. 

D—H-A D — H H-A D-A D—H-A 
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C9— H9B-N1' 0.97 2.55 3.380 (2) 143 

CIO— HlO-Cg" 0.98 2.56 3.411 (1) 145 

Symmetry codes: (i) x,y+l,z; (ii) -x+l/2,y-l/2, -z+3/2. 



sup-5 



supplementary materials 




sup-6 



